Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.003 Å; R factor = 0.026; wR factor = 0.073; data-to-parameter ratio = 12.1. organic compounds o1346 Ahmad et al.
The title molecule, C 16 H 13 ClO 2 , is trans with respect to the C C double bond. The dihedral angles between the mean plane of the prop-2-en-1-one unit and those of the 3-chloroand 4-methoxy-substituted benzene rings are 20.93 (9) and 20.42 (10) , respectively, and the dihedral angle between the mean planes of the two benzene rings is 40.96 (5) . The crystal structure is stabilized by weak intermolecular C-HÁ Á ÁO hydrogen bonds, forming chains along the b axis.
Related literature
For the biological activity of chalcones, see: Dimmock et al. (1999) ; Opletalova & Sedivy (1999) ; Lin et al. (2002) ; Nowakowska (2007) . For the synthesis and biological activity of related chalcone derivatives, see: Hussain et al. (2009) . For non-linear optical studies of chalcones, see: Sarojini et al. (2006) ; Poornesh et al. (2009) ; Shettigar et al. (2006; 2008) . For related structures, see: Rosli et al. (2006) ; Patil et al. (2006) ; Harrison et al. (2006) ; Fun et al. (2008) ; Jasinski et al. (2010) Data collection: COLLECT (Hooft, 1998) ; cell refinement: DENZO (Otwinowski & Minor, 1997) ; data reduction: SCALE-PACK (Otwinowski & Minor, 1997) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: SHELXL97. Chalcones are well known for their biological activities (Dimmock et al., 1999) . These have been reported as potential antifungal chemotherapeutic (Opletalova & Sedivy, 1999) , anti-tuberculosis (Lin et al., 2002) and anti-infective & anti-inflammatory agents (Nowakowska, 2007) . In addition, few among these have found their use as organic non-linear optical materials (NLO) due to their good SHG (second-harmonic generation) conversion efficiencies Poornesh et al., 2009; Shettigar et al., 2006; 2008) . In continuation of our work on chalcones (Hussain et al., 2009) and in view of the importance of chloro chalcones, the synthesis and crystal structure of the title compound, (I), is presented in this article.
The title molecule ( Fig. 1) exhibits an E configuration with respect to the C═C double bond, the torsion angle C-C═C-C being -177.75 (17)°. The dihedral angle between the mean planes of the 3-chloro and 4-methoxy substituted benzene rings is 40.96 (5)°. The dihedral angles between the mean planes of the prop-2-en-1-one unit and those of the 3-chloro and 4-methoxy substitued benzene rings are 20.93 (9) and 20.42 (10)°, respectively. The geometrical parameters for (I) are consistent with those of some recently reported chalcone derivatives closely related to (I) (Rosli et al., 2006; Patil et al., 2006; Harrison et al., 2006; Fun et al.; 2008; Jasinski et al., 2010) . The structure is stabilized by intermolecular interactions of the type C-H···O resulting in polymeric chains along the b-axis (Fig. 2 , Tab. 1) Experimental A mixture of 3-chlorobenzaldehyde (0.01 moles, 1.13 g), 4-methoxyacetophenone (0.01 moles, 1.37 ml) and sodium hydroxide solution (10%, 30 ml) was stirred at room temperature for 6 hrs. Precipitates obtained were poured into ice-cold water (500 ml) and left to stand for 2 hours followed by filtration of the resultant solid which was dried and crystallized from ethanol by slow evaporation.
Refinement
The H-atoms were clocated from difference Fourier maps and were included in the refinement at geometrically idealized positions in riding-model approximation with C-H = 0.95 and 0.98 Å for aryl and methyl type H-atoms, respectively; the U iso (H) were allowed at 1.2U eq (C). The final difference map was essentially featurless. Fig. 1 . The title molecule plotted with the displacement ellipsoids at 50% probability level (Farrugia, 1997) . supplementary materials sup-2 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.28612 (5) 0.84356 (13) −0.07337 (2) 0.03991 (15) (7) 0.0037 (6) −0.0034 (7) C2 0.0300 (9) 0.0279 (9) 0.0201 (8) 0.0004 (7) 0.0044 (6) 0.0020 (7) (6) 0.0001 (7) C11 0.0244 (7) 0.0245 (8) 0.0263 (8) −0.0041 (7) 0.0069 (6) 0.0010 (7) C12 0.0259 (8) 0.0266 (9) 0.0270 (8) −0.0022 (7) 0.0070 (6) −0.0001 (8) C13 0.0331 (9) 0.0246 (8) 0.0250 (8) −0.0075 (7) 0.0067 (7) 0.0008 (7) C14 0.0276 (8) 0.0280 (9) 0.0319 (9) −0.0034 (8) 0.0003 (7) 0.0064 (8) C15 0.0249 (8) 0.0292 (10) 0.0427 (10) 0.0014 (7) 0.0090 (7) 0.0026 (8) C16 0.0284 (8) 0.0298 (9) 0.0291 (9) −0.0014 (8) 0.0091 (7) −0.0001 (8)
Geometric parameters (Å, °)
Cl1-C13 1.747 (2) C7-H7C 0.9800 O1-C4 1.369 (2) C8-C9 1.486 (2) O1-C7 1.431 (2) C9-C10 1.323 (2) O2-C8 1.225 (2) C9-H9 0.9500 C1-C6 1.393 (2) C10-C11 1.470 (2) C1-C2 1.400 (2) C10-H10 0.9500 C1-C8 1.485 (2) C11-C16 1.393 (2) C2-C3 1.383 (2) C11-C12 1.404 (2) C2-H2 0.9500 C12-C13 1.379 (2) 
